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of the main paper; the CCSD(T)/AVQZ geometry of PH 3 is as follows: r e (PH) = 141.51 pm, θ e (HPH) = 93.559°). The g factors as well as ΔX el were always calculated at the CCSD(T)/AWCVTZ level at the corresponding best estimated equilibrium geometries (see Tables 2-4 of the main paper). c For PH 3 , PD 3 , PF 3 , and PH 3 F 2 the respective experimental ground-state rotational constants used to determine a semiexperimental equilibrium structure (see Tables 2-4 and relevant references in the main paper) are given in cm -1 . Therefore, we report the ΔX vib and ΔX el values of these species in the same unit (instead of MHz as in Table S1 ). The computed values for PD 3 F 2 serve as predictions. d The entry refers to ΔA vib , g aa , and ΔA el , respectively, due to the fact that PH 3 F 2 and PD 3 F 2 are prolate tops.
